CCDC no.: 1581051
The asymmetric unit of the title crystal structure is shown in the figure. Tables 1 and 2 contain details on crystal structure and measurement conditions and a list of the atoms including atomic coordinates and displacement parameters. 
Source of material
Synthesis of 4-iodo-2,6-dimethylaniline [4, 5] . In a round bottom flask 2,6-dimethylaniline (18.12 g, 150 mmol, 1.0 equiv) and NaHCO 3 (37.8 g, 450 mmol, 3.0 equiv) were introduced in MeOH (400 mL). Iodine (40 g, 157.5 mmol, 1.05 equiv) in CH 2 Cl 2 (200 mL) was added and the reaction mixture was stirred at room temperature for 12 hours. Then, the solids were filtered off the mixture and rinsed with CH 2 Cl 2 .
The filtrate was concentrated under vacuum leading to a dark orange oil. A saturated solution of sodium thiosulfate was added and the reaction mixture was stirred for 2 hours. After extraction with CH 2 Cl 2 , the combined organic layers were dried over MgSO4 and concentrated under vacuum. The product was obtained as brown oil (25.6 g, 69% yield). Synthesis of the title compound [6] . A mixture of (4-(methoxycarbonyl)phenyl)boronic acid (9.37 g, 52.09 mmol, 1.1 equiv), 4-iodo-2,6-dimethylaniline (11.7 g, 47.35 mmol, 1.0 equiv), palladium tetrakis(triphenylphosphine) (1. 
Experimental details
All hydrogen atoms were identified in difference Fourier syntheses. The structure was solved by direct methods [2] and refined on F 2 by full-matrix least-squares technique using the SHELX program [3] . Except the solvent molecules, hydrogen atoms attached to carbon were placed in geometrically idealized positions and refined using a riding model.
Discussion
In recent years, biphenyl moieties have emerged as versatile and useful building units in a variety of synthetic transformations, which can build all kinds of biologically active molecules [7] [8] [9] . For example, biphenyl mannoside FimH inhibitors were designed. Diverse modifications to the biphenyl ring to improve drug like physical and pharmacokinetic properties of mannosides were assessed for FimH binding affinity based on their effects on hemagglutination and biofilm formation along with direct FimH binding assays [10] . The title compound is composed of two substituted phenyl moieties. The dihedral angle between the planes of two aromatic rings is 18.5°. The bond lengths of C12-N1 and C1-O1 are 1.385(3) Å and 1.210(2) Å, respectively. And the bond lengths of C1-O2 and C2-O2 are 1.334(2) Å and 1.445(2) Å, respectively. As a result of the conjugation of these aromatic rings, the bond length of C6-C9 is 1.488(3) Å, which is shorter than that of typical C-C (1.53 Å). The bond angle (C1-O2-C2) and (O1-C1-O2) are 115.37(16)°and 122.99(19)°, respectively. There is an intermolecular hydrogen bond (d D· · · A 3.254 Å; H· · · A 2.335 Å) between H1A and O1 atom (symmetry code: −x, y + 1/2, −z + 1/2), which produce one dimensional chains to stabilize the crystal structure. In the crystal packing, dipole-dipole and van der Waals interactions are effective besides an intermolecular hydrogen bond in the molecular packing. Bond lengths and angles of the title molecule are in the typical ranges [11, 12] .
